Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.047; wR factor = 0.108; data-to-parameter ratio = 16.4.
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Absolute structure: Flack (1983) , 2338 Friedel pairs Flack parameter: 0.03 (6) Table 1 Hydrogen-bond geometry (Å , ) .
Cg is the centroid of the S1/ N4/C22/C23/C28 ring. Lurasidone hydrochloride consists of six chiral centres, e. g. C1, C2, C11, C12, C15 and C16. Currently, the clinically used form is a single isomer. The crystal structure of the title compound is built up of discrete lurasidium anions and chloride cations (Fig. 1 ).
There are two systems of hydrogen-bond interactions, viz. N2-H2A···Cl1 and C21-H21A···O1A i [symmetry code: (i)
x + 1/2, -y + 3/2, -z + 1] (Table 1 and Fig. 2 ).
The crystal structure is further stabilized by weak C-H···π interactions [symmetry code: 1/2 -x, 1 -y, -1/2 + z] between the cyclohexyl (C5-H5A) and the isothiazole ring.
Experimental
Lurasidone hydrochloride (10 g, 18.9 mmole) was dissolved in a hot solution in a 3:1 mixture of acetone and water. After cooling to ambient temperature, the solvent was allowed to evaporate slowly. Colourless crystals of (1) appeared after 5 days.
Refinement
The coordinates of the N-bonded H-atom were refined with the N-H distance restrained to = 0.80 (2) Å. U iso (H) was set to 1.2U eq (N). H atoms attached to C atoms were positioned geometrically and treated as riding on their parent C atoms, with C-H = 0.97 Å and, U iso (H) = 1.2U eq (C) for methylene, C-H = 0.98 Å and U iso = 1.2U eq (C) for tert-methyl, and C-H = 0.93 Å and U iso = 1.2U eq (C) for aromatic H atoms. 
Computing details

Figure 1
The molecular structure of lurasidone hydrochloride, showing the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Δρ min = −0.14 e Å −3 Absolute structure: Flack (1983) 
